Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.005 Å; R factor = 0.051; wR factor = 0.126; data-to-parameter ratio = 15.3.
In the title compound, C 13 H 18 ClNO 4 , the two methoxy groups at the meta positions of the attached benzene ring are close to being coplanar with the ring [the methoxy C atoms deviate by 0.267 (7) and 0.059 (7) Å ], whereas the third methoxy group at the para position is not coplanar with the benzene ring [methoxy C atom deviates by 1.100 (6) Å ]. In the crystal, molecules are linked into a chain along the a axis by O-HÁ Á ÁN hydrogen bonds.
Related literature
The title compound is an intermediate for the synthesis of linezolid [systematic name (S)-N{3-[3-fluoro-4-(morpholin-4-yl)phenyl]-2-oxo-1,3-oxazolidin-5-yl}methyl)acetamide], which is currently used in the treatment of serious multi-drug resistant Gram-positive bacterial infections caused by strains of staphylococci, streptococci and enterococci, see : Brickner et al. (1996) ; Perrault et al. (2002) . For synthetic procedures, see: Imbordino et al. (2007) ; Zhao et al. (2006 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x þ 1 2 ; Ày þ 3 2 ; Àz þ 1.
Data collection: CrysAlis PRO (Oxford Diffraction, 2009); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: OLEX2 (Dolomanov et al., 2009) ; software used to prepare material for publication: OLEX2. The optically active S, Z-1-chloro-3-(3,4,5-trimethoxybenzylideneamino) propan-2-ol is a key intermediate for synthesizing
Linezolid. Linezolid is a potent, synthetic oxazolidinone, which is currently used in the treatment of serious multi-drug resistant Gram-positive bacterial infections caused by strains of staphylococci, streptococci, and enterococci (Brickner et al., 1996; Perrault et al., 2002) . Our interests in synthesizing Linezolid prompted us to develop an efficient methodology for synthesizing S, Z-1-chloro-3-(3,4,5-trimethoxybenzylideneamino) propan-2-ol. In our synthetic work, we obtained the title compound, whose spectral data corresponds with that reported in the literature (Imbordino et al., 2007; Zhao et al., 2006) . Its crystal structure is reported here. The two methoxy groups at the meta positions are approximately coplanar with the attached benzene ring, and the C(methoxy) atoms, C11 and C13, are -0.2672 (65) and -0.0588 (73) Å from the plane of benzene ring. Whereas the third methoxy group at the para position is not coplanar with the ring, and the distance of the C(methoxy) atom, C12, is -1.1003 (64) Å. An intermolecular O-H···N hydrogen bond is observed. The molecules are linked into a chain along the a axis by O-H···N hydrogen bonds.
Experimental
To a stirred solution of 3,4,5-trimethoxybenzaldehyde (20.0 g,102 mmol) in 200 ml of methyl tert-butyl ether at room temperature was added concentrated ammonia water (12 ml,161 mmol). After 1 h, to this stirred solution at room temperature was added, dropwise over 20 min, the solution of S-2-(chloromethyl)oxirane (8 ml, 102 mmol) in 200 ml of methyl tertbutyl ether. After 24 h, the organic layer was separated and dried (MgSO 4 ) and then concentrated under reduced pressure.
The residue is dispersed in methyl tert-butyl ether, and left to crystallize 17.3 g (yield 58.8%) of S,Z-1-chloro-3-(3,4,5trimethoxybenzylideneamino)propan-2-ol. Colourless crystals suitable for X-ray analysis were obtained by slow evaporation in methanol at room temperature.
Refinement
All H atoms were positioned geometrically (C-H = 0.93-0.96 Å) and refined using a riding model, with U iso (H) = 1.2-1.5U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
Geometric parameters (Å, °)
Cl1-C1 1.783 (4) C4-C5 1.464 (5) O1-H1 0.8200 C5-C6 1.412 (5) O1-C2 1.420 (4) C5-C10 1.389 (5) O4-C9 1.369 (4) C6-H6 0.9300 O4-C13 1.433 (5) C6-C7 1.398 (5) O2-C7 1.384 (4) C7-C8 1.379 (5) O2-C11 1.420 (4) C8-C9 1.415 (5) O3-C8 1.369 (4) C9-C10 1.373 (5) 
